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The unusual chemistry of the bisesquinane system can be accounted for by strain effects. Strain energies were 
calculated (MM2) for bisesquinane and related systems to probe the effect of strain on structure, bonding and 
reactivity. The calculated structural parameters for bisesquinane are compared with those obtained from an x-ray 
crystal structure of dibromomethoxybisesquinane. The two central bonds 0(10,11) and 0(5,12) are substantially 
longer than normal, implying that these bonds are stretched as a consequence of strain. As predicted on the basis 
of strain relief, homoketonization of bisesquinol produced a single ketone. The highly compressed bridgehead bond 
angles of bisesquinane contribute significantly to the strain energy and result in somewhat larger J(,0-H) coupling 
constants tiian related bicyclo-alkenes. The sti-ucture of bisesquinane is unique compared to norbomane in that 
the bridge methylenes are '*tied back" by the central 0(1 0)-O(1 1) bond, which results in a much more open exo- 
face. The effects of these structural perturbations and sti^ain on the stereochemistry of Diels-Alder reactions with 
dimethoxytetrachtoro-cyclopentadiene and tetracyclone were investigated. 
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• Use "AND" to connect two words that don't need to be searched as a phrase. 

• Connect similar terms with the "OR" operator (e.g. military OR pentagon). See Search Tips for more hints. 
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Limit results to: □ Full text documents only il 

□ Scholarly joumals, including peer-reviewed About 
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